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Abstract

In this paper we analyse how electron transport through a one-dimensional chain
is modified by the presence of phonon dephasing mechanisms active in a limited
strand of the chain. The treatment is based on the nonequilibrium Keldysh
Green’s function and the self-consistent first Born approximation, with a tight-
binding description of the electronic states. A most remarkable feature of the
calculated conductance curves is the occurrence of an exponential decrease for
small lengths, followed by a slow asymptotic decrease inversely proportional
to the strand length. The origin of such a different short-range and long-
range behaviour of the conductance, and other observed scaling features, are
interpreted with some intuitive understanding of the dephasing mechanisms.

1. Introduction

Quantum transport through different nanostructures such as quantum dots, wires and molecular
chains in the presence of phonon and other scattering mechanisms has been the object of an
increasing amount of theoretical and experimental work aimed at understanding and controlling
the electron flow in low-dimensional mesoscopic devices [1-3]. Recently the electron—phonon
interaction in one-dimensional (1D) systems has become of fundamental interest mainly in
connection with transport in molecular electronics [4, 5], carbon nanotubes [6], and organic
and inorganic nanostructures [7]. Among the conceptual tools of interest concerning electron—
phonon scattering is the insertion of inelastic scattering effects [8—12] in the Landauer—Biittiker
theory [13, 14]. Scattering theory methods joined with iterative procedures have been applied
to describe the transmission of electronic waves through disordered regions with phonon
scattering [15-17].
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The nonequilibrium Green’s function formalism [18, 19] has become a very frequent
and powerful approach to address the problem of conductance in the presence of electron—
phonon interaction [20-23]. In fact, the nonequilibrium Keldysh formalism comprises the
full many-body quantum theory [24]; it describes the scattering mechanisms (electron—
phonon, electron—electron, or others) by appropriate self-energy operators, which can be
derived systematically from many-body perturbation theory. In particular the self-consistent
Born approximation [21, 22, 25, 26] has been widely applied, because it is still reasonably
simple computationally although it goes beyond first order and actually entails a partial
summation of the perturbation series; furthermore, and most importantly, the condition of
current conservation is automatically encompassed [26].

Strictly 1D or almost 1D systems have been generally adopted for about half a century
in the theoretical study of disorder, since the pioneering work of Anderson [27]. The usual
approach is to consider a 1D strand composed of N sites, belonging to an infinite linear chain, in
which models of disorder are introduced, and to evaluate the localization length of the electronic
states [28]. This is often achieved via numerical treatments which mostly rely on the evaluation
of conductance (or of localization length) with transfer matrix techniques or diagrammatic
expansions, starting from the Hamiltonian corresponding to a disordered configuration of the
system, and then performing averages on a sufficiently high number of configurations. It should
be noticed that, within the self-consistent first Born approximation, the disorder averaging
procedure is embodied in the formalism once the self-consistent calculations of the retarded
(advanced) and lesser (greater) self-energies for electron—phonon scattering have been carried
out and appropriately elaborated.

In this work we shall use the self-consistent Born approximation for a systematic study
of phonon dephasing disorder on a strand of an otherwise periodic infinite linear chain.
The conductance through the devices is elaborated in terms of the coherent and incoherent
contributions corresponding to carriers that tunnel without or with the assistance of phonon
scattering processes, respectively. The underlying principle for such separation emerges
naturally from the exact self-consistent account of the full set of retarded, advanced, lesser
and greater phonon self-energies and electron Green’s functions. Closed expressions for the
coherent and incoherent contributions to the total conductance are obtained; their behaviour as
a function of the sample length and disorder strength is provided numerically. Most importantly,
some features of conductance can be inferred from the structure of the formalism, and this helps
a better intuitive understanding of phonon dephasing effects.

In section 2 we describe the system and the model Hamiltonian for the disordered strand
coupled to perfect leads. The Keldysh expression of the current in the presence of scattering
mechanisms is briefly outlined. In section 3 we analyse the electron—phonon coupling in the
tight-binding representation for the electronic states; the phonon self-energies are expressed
within the Born self-consistent approximation and worked out in terms of corresponding
electronic propagators. In section 4 the analytic expressions for the coherent and incoherent
contributions to the transmission coefficient are provided. The exact self-consistent calculation
of the retarded (advanced) phonon self-energies X %-4® is achieved by means of a continued
fraction expansion, which benefits from a rapid convergence. The exact self-consistent
calculation of the lesser (greater) phonon self-energies ¥ <> is achieved by elaborating the
Keldysh kinetic equations into an appropriate set of linear non-homogeneous equations, that
are then solved with standard routines. In either case, the rank of the matrices to be handled is
restricted to the number of sites of the central device in consideration. In section 5 numerical
simulations of conductance versus device length and electron—phonon coupling are obtained
and corroborated by intuitive insights which allow a sound understanding of phonon dephasing
mechanisms. The conclusions are reported in section 6.
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Figure 1. Typical arrangement for the analysis of electron transport in a 1D quantum wire. The
box denotes a phonon bath at thermodynamic equilibrium; the dotted lines represent local phonon
scattering processes in the central device.

2. System description and tunnelling current

We consider a strand of a 1D chain with internal scattering due to electron—phonon coupling.
The remaining parts of the chain act as perfect leads connected to the left and right reservoirs
at different chemical potentials. The electronic part of the complete system is described in
the tight-binding framework, with a single orbital per site. The model electron-plus-phonon
Hamiltonian can be written in the form

H = He+Hp+Hepv (D

where H. is the one-body Hamiltonian of the perfect chain, H, is the one-body Hamiltonian
of the phonon modes, and H,, is the electron—phonon coupling. The electron Hamiltonian is
usually split in the form (see figure 1)

He — H(;left) + HO(D) + H(;right) + Wcouplg (2)

the first three terms describe the left lead, central strand, and right lead, disconnected from
each other, and Wp1 couples the central device and the leads. As usual, it is assumed that the
interaction of phonon and electron operators is confined to the central device, and leads are free
from scattering mechanisms. The central region extends from site 1 to site N.

The phonon scattering effects are described by the retarded, advanced, lesser and greater
self-energy operators LAPM STRGN 53 <Gh) 53>Eh): in the next section we show how to
determine them, within the self-consistent Born approximation. The self-energy operators
$AR> <(eads) describe the coupling of the central device to the leads. For the leads, and for the
strand not yet in contact with leads and with the phonon bath, we denote the electronic Green’s
functions as g¥, g4, g, g=; the occupation Fermi functions of the left and of the right leads
(initially at equilibrium) are denoted by fi(E) and fr(E), and the corresponding chemical
potentials are p, and ug.

When the couplings of the strand with the leads and with phonons are switched on, the
kinetic equation for the lesser Green’s function of the strand provided by the Keldysh theory
reads [22, 29]

G= =GFu~e¥Gh 4 R u=tM G4 (.j=12,....N). 3)

The self-energies due to the effect of the open leads on the central region are conveniently
described in terms of the so-called ‘escape rate matrices’, or ‘broadening operators’, as follows:

left . left ight . ight
S =iArgt S =iy 4)
with
left . . R (left A(left
Y =i (gl) — gitor = i =00 — 2400

(right) . R A . R(right) A(right)
Pyn =N N1 (@1 v+t — 8 v+ DN+ =1y =y 1
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In the above expressions #;; are the nearest-neighbour interactions between site i and site j.
In the following we shall assume for simplicity that all nearest-neighbour hopping parameters
equal 7, and |#| will be taken as the unit of energy. From equation (3) we have in particular that
the nonequilibrium lesser Green’s function on the initial site of the strand is

]<1 — [GR2<(leadS)GA]” + [GRZ<(ph)GA]]]; (5)

in the literature the two terms are commonly referred to as ‘coherent’ and ‘incoherent’ for
reasons that will become apparent soon. We now have all the ingredients to express the current
through the 1D device of figure 1.

The current crossing the bond from site O to site 1 in steady state conditions is given by the
expression [29]

/= 2(_6) / d_E [IO]G< _ thG<] (6)
I 2T 10 01]>

where the factor 2 takes into account the spin degeneracy. By virtue of the relations
Ggi = &oolo1 Gy + &aotor G
and
A
Gy = Giin0ge0 + Giino8oo:
equation (6) can be cast in the equivalent form

_ —2e [ dE

(left) (left)
= — [ &= [=i"V6r - =16 . %
Inserting equation (5) into (7) we obtain that the current can be split into a ‘coherent part’
(whose origin is traced back to the leads’ lesser self-energies) and an ‘incoherent part’ (whose

origin is traced back to the phonons’ lesser self-energies) as follows:

I = Ioh + Line, (8a)

with

-2 dE >(le
Teoh = _e / = [Zi(left) (GRZ>(leads)GA)” _ 21](1 1t) (GR2<(1CadS)GA)”:| , (8b)

h 2

and

—2e dE <(les > >(le <
e = — % I:E“(l (G oGy 00 (GRy (ph)GA)ll]. 8¢)

Using equations (4), the coherent contribution can also be written in the more familiar form:

Leon = % g—f (= TGN Gy (8d)
Notice that both X R-Aeads) and 3 R-APh (these latter to be determined self-consistently) are
required for the determination of G®4; furthermore % <> apnd ¥ <>®M (these latter to
be determined self-consistently) are also required for the determination of G=~. It is also
well known that the rigorous formulation of the self-consistent Born framework, and the exact
numerical evaluation, are both mandatory to guarantee current conservation and make possible
a sound physical interpretation of the numeric simulations.
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3. Phonon self-energy model in the high-temperature limit

We consider the usual expression for the electron—phonon interaction in terms of electronic
(cj, ¢;) and bosonic (bZ, by) creation and annihilation operators:
He, = Z Mijiclejuy (€))
ijk
with u, = (by + bik). In the following we shall adopt the local dephasing model in which
the localization of phonons is so strong to allow us to restrict their effect within each single

site [21, 22]. Thus the electron—phonon coupling can be approximated as composed by single
site terms of the type

HY = Mic]ciu;. (10)

For simplicity, we also assume site-independent parameters M, and a single phonon of
frequency €2y for the energy spectrum of the local oscillators.

In applying the Keldysh theory, the thermal average is performed independently for the
Fermi gas and the thermal bath of phonons. The phonon self-energy at the lowest order of
approximation (known as Fock diagram, in analogy to the electron many-body problem) is
given by (see for instance [22])

2D oy =inM*DE (r, tHGF(x, ). (11)

The time variables (t, T’) run along the Keldysh contour where phonon (D‘5)) and electron
(G'®)) propagators are evaluated. Exploiting the Langreth rules [30] to handle products
of phonon and electron propagators, and performing the Fourier transform, we obtain the
expressions [25]

d

28O (hew) = iM> / i [DF (hew — €)Gii(e) + D™ (hw — €)GE(e)]
< M d

Zii(ph)(ha)) = 1M2/ iD<(hw —€)Gji(e)
_ d

=™ ) =it [ 350" o - G7©

de

20 (hew) = iMZ/ — [D* (ho — €)Gi(€) + D™ (hw — €)G i (e)].
where DR4-<-> are the retarded, advanced, lesser and greater free-phonon Green’s functions.
These are given by the expressions

D=(E) = —27i[(no + 1)8(E + hS%) + nod(E — )]
D7 (E) = —27i[(ng + 1) 8(E — h Q) + nod(E + h Q)]

1 1
DX(E) = — - .
E—hQy+in E+hQ+in
A 1 1
DA(E) =

E—hQo—in E+hQ—in
where 7 is the occupation number for the phonon of frequency 2.
In the limit of high phonon-occupation number (42y < kgT'), the above relations give

DR(E) ~ DY(E) <« D=(E) = D> (E), 12)

and the expressions for the phonon self-energies are greatly simplified since we can neglect
retarded and advanced phonon Green’s functions with respect to the lesser and greater



10064 A Cresti et al

functions, and we can also replace the greater Green’s function with the lesser one. We then
have

ii

<,> : d <>
SRA< <ph>(E)=1Mz/2_€D<(€)G;§,A’ Z(E - o). (13)
T

Thus in the high-occupancy limit, each phonon self-energy is related to the corresponding
electron Green’s function through the same linear functional (as shown by Klimeck et al [22]
and Ratner et al [5]). This approximation greatly simplifies the Keldysh equations.

From equation (13) and the expression of the lesser phonon Green’s functions D=, it is
seen that the phonon self-energies in the self-consistent Born approximation can be expressed
as

A== gy = p? [(no + DGR (E + hS0) + oG (E - hszo)]

where M is the electron—phonon coupling, and ny ~ kg7 /li2¢ > 1 is the phonon occupation
number in the limit of phonon energy sufficiently small with respect to the thermal energy kg7 .

If the electron properties and Green’s functions are slowly varying in the energy domain with
respect to the phonon energy 742, we can simplify the above equation in the form

R.A,<,>(ph) 2R A <> .
I (E) =y°Gj; (E) @i=12,...,N), (14)
where the expression of the parameter y as a function of temperature, phonon frequency and
electron—phonon interaction, within the stated approximations, is

y =M*Qno+1) ~ 2M2kB—T.
A2
The positive parameter y has the dimension of energy, and expresses the effective dephasing
constant due to the coupling between the phonon field and the fermion field; for simplicity the
parameter y is taken independent from the site; the case of site-dependent y; can be treated
similarly. Before closing, we wish to note that the adopted dephasing model local both in
energy and space, and summarized by equation (14), is of value not only in the present context
of electron—phonon interaction, but also in other models of dephasing mechanisms concerning,
for instance, alloy disorder effects, interface roughness, and impurity ensemble averages [22].

4. Currents through mesoscopic one-dimensional systems and dephasing effects

4.1. Green’s functions and self-energy operators for phonon dephasing

We consider now how the current through a 1D system is modified by the presence of dephasing
in its central region extending from site 1 to site N; the values of N actually considered vary
from several tens to a few thousands, as needed in the specific situations. The retarded Green’s
function in the central device becomes

1

E_ H(;D) _ ZR(Ieads)(E) _ ZR(Ph)(E)

1
= @, j=1,2,...,N), (15)
E— HO(D) — R RUeads) (E) — y2DGR(E)
where equation (14) has been used, and D denotes the superoperator that picks up the diagonal
part of the matrix following it. The solution of the above equation can be expressed in the
matrix continued fraction form:

GKE) =

GR(E) = !

1 (16)

E _ Ho(D) — Y RUeads) _ 92 El

E — H(;D) _ ER(leuds) _ VZD
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All the matrices in the above equation are restricted to the N sites of the central strand,
and have rank N. Since the Green’s function GR(E) = [E — HO(D) — pRUeads) (py]-1 g
known analytically (in the case of linear chain with constant diagonal and nearest-neighbour
interactions) or numerically (for more complicated models), the continued fraction (16) can be
evaluated at arbitrary order until necessary.

In the numerical simulations presented in this paper, a satisfactory convergence of the
continued fraction expansion was usually achieved within about ten steps or so. The fast
convergence and the analytic properties of the continued fraction apparatus are at the basis of its
wide application in several fields, including equilibrium electronic properties of materials [31],
vibronic and Jahn—Teller systems [32], and quantum transport in coupled electronic-vibrational
devices [22].

The calculation of equation (16) permits the knowledge of the retarded Green’s function
on the central device, and hence of phonon retarded self-energies according to equation (14).
From the knowledge of G, G4, ZR®M AP we can now pass to the evaluation of the lesser
(or greater) Green’s function. Using equations (14) and (3), we obtain

E;-(ph)(E) _ yz [GRE<(leads)GA + GRE<(ph)GA]].j : a7
or more explicitly
E;-(ph)(E) _ yz[GRE<(leuds)GA]jj + yz Z vaE;(ph)ij (j,v=1,2,...,N). (18)

For the elaboration of the above expressions, it is convenient to introduce two vectors, X and
V, and a matrix Q (the dimensions of the vectors and the rank of the matrix are equal to the
number N of sites of the central device) defined as follows:
h
X; =3, V; = [GRE=0=9 G, Q=GR Gl =|GK 1. (19)
The set of equations (18) can be cast in the compact form
X = y?V +y?0X;

the solution is

1
1—y20
The explicit expression of the lesser self-energy reads

h ads
E;(P )(E) — Z Zj\}vv — Z ZJU [GRE<(ledds)GA]vv

v

— Z Z]\) [GR2<(lef[)GA]UU + Z Z]\) [GR2<(righl)GA]vv

X =2V with Z = 32 (20)

= ifL Y Zj[GFTNGA]  +ife Y Z; [GRDEEWGA] 1)

The first term in the last line can be elaborated in a more compact form as follows:
>z, [GRrENGA) =37, GRT G, = >z 00T = 1201
v v v

a similar treatment can be done on the other term.
Introducing the auxiliary matrix

Q

=70 =

A=20=y’
we have the following result:

ST =i ANTTY HifkANTNYY =12, N (23)

Ji
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We are now in a position to calculate the matrix element [GRX <PV G4],; that enters into the
current equation (8c). We have

[GRE<(ph)GA] ZG <(ph)G

Z 0y i [ fLA]]F(left) FifrA; F(rlght)]

= lfLBnr“f‘) +ifeBinTyn", 24)
where the auxiliary B matrix is defined as
QZ
B=QA=J/2m. (25)
Similarly, we have
[GRE= G = —i(l = fBuT " =il = f)BivTyy"-

We now have all the ingredients for the calculation of the effect of dephasing on the current
flow in 1D mesoscopic systems.

4.2. Dephasing effects on the electronic conductance and the transmission coefficient

Introducing the results of the previous subsection in expressions (8) for the currents, we obtain

I = Icoh + Iinc (26(1)
with
—26 e 11
foop = —% f dE(fy — fr)l0e® g,y e (26b)
26’ (lefo) (right)
Line = 7 dE(fL — Ry, "Binlyy s (26¢)

where Q and B are matrices of rank N, already defined. In the limiting situation that the
chemical potentials of the left reservoir and of the right reservoir are very near to each other
(linear response regime), equations (26) take the approximate form

—2e h
leon = —— (= w)T|{ " QNI

Inc = —(uL — uRT T BN T .

From the above equations, we can split the total transmission coefficient into the coherent and
noncoherent contributions as follows:

T(E) = Teon(E) + Tine(E) 27a)

with
Teon(E) = T 0y Ty 27b)
Tnc(E) = TV By TR, @7¢)

Equations (27) also express the (differential) conductance in units of 2¢2/h at the electronic
Fermi energy E.
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Figure 2. Total transmission coefficient 7(N) for different energies (E = 0, 0.5, 1, 1.5, 1.95)
and coupling parameter y = 0.1 (a), y = 0.5 (c) and y = 1 (e). Plot of the quantity
F(N) = NT(N)/[1 — T(N)] at the same energies and coupling parameters.

5. Numerical results and discussion

We present in this section a detailed numerical analysis of the phonon dephasing effects on the
conductance of a 1D system for different values of the central device length, electron—phonon
coupling constants and Fermi energies. If not specified otherwise, the unit of length is the lattice
parameter a, the unit of energy is the modulus |7| of the nearest-neighbour hopping parameter,
the unit of conductance is 2¢%/h, and the unit of resistance is #/2¢>. As observed in the
previous section, the first step of our numerical procedure is the exact self-consistent calculation
of the retarded (advanced) Green’s function, given by the rapidly convergent continued fraction
expression (16). From the matrix Q and the auxiliary matrix B contributions equations (27)
are then evaluated.

The total transmission coefficient 7 (N) as a function of the strand length N is reported
in figure 2. Figures 2(a), (c), (e) refer to the electron—phonon parameter y = 0.1, y = 0.5,
and y = 1, respectively. For all the cases, the transmission coefficients are calculated at the
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energies £ = 0, 0.5, 1, 1.5 and 1.95 (in units of |¢]). From the numerical results of figure 2
we can infer the phase relaxation lengths with the following considerations. The resistance
of an array of scatterers is expected to increase linearly with the length of the array (‘ohmic
behaviour’), if the interference effects between successive arrays of scatterers can be neglected.
In the ohmic regime, the transmission probability assumes the typical behaviour

Ny
T(N) = , (28)
N 4+ Ny
and Ly = Nya characterizes the phase relaxation length introduced by the dephasing

mechanism. The validity of equation (28) entails that the resistance (in units of 4/ 2¢?) of
the central 1D device increases linearly with its length in agreement with Ohm’s law:

1-T(N) N
T(N) — No
To verify the ohmic behaviour of the chosen device for large values of L = Na, from the data
for T (N) reported in figure 2, we plot the quantity
T'(N)
1—T(N)
as function of N. From figures 2(b), (d), (f) it is evident that F(N) becomes constant for
sufficiently large values of N; the asymptotic values represent the dephasing lengths (in units
of a).
)A detailed analysis of our data for the dephasing lengths N, for several coupling strengths,
suggests the following trend:
_ a(E)
0= 7
where a(E) is (almost) independent of the parameter y (at least for energies not too close to
the band edges E = £2|¢|). For instance, from figures 2(b), (d), (f) it is seen that, at the energy
E = 0, we have Ny ~ 400 for y = 0.1, Ny =~ 16 for y = 0.5and Ny =~ 4 for y = 1. The
numerical values of the transmission probability 7' (N) can be fitted for sufficiently large N by
a one-parameter scaling function of the type

1 N
TNy ——— =g <—) , (30)
1+ N/Np No

where g(x) is the algebraic expression g(x) = 1/(1 4 x).

Figure 3 shows the coherent and incoherent components of the conductance in the same
cases considered in figure 2. We notice that the coherent term decreases rapidly from unity to
zero as N increases. In contrast, the incoherent term increases linearly with N for small N until
it becomes the dominant contribution to the conductance; then it decreases slowly to zero. The
analysis of several different coupling strengths y and lengths N shows that the logarithm of
the coherent contribution can be accurately fitted by straight lines as shown in figures 3(b), (d)
and (f); this indicates an exponential decay law of the type

Teon = exp [—y>N/B(E)], 31)

where B(E) depends on the energy E, but is (almost) independent of the coupling strength y
and of the length N (at least for energies E not too close to the band edges).

In summary, the coherent contribution can be fitted (except near the band edges) by a
one-parameter scaling function of the type

R(N) = (29)

F(N) =N

B(E

Teoh = exXp [_L/é] With%‘ = )/2

a. (32)
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Figure 3. Coherent (solid lines) and incoherent (dotted lines) transmission components for y = 0.1
(a), y = 0.5 (c)and y = 1 (d). In (b), (d) and (f) the coherent components are reported in a
semilogarithmic scale, evidencing their exponential decaying.

This should be contrasted with the asymptotic contribution of the incoherent term which can
be fitted for sufficiently large N by one parameter scaling function of the type

Ly a(E)

Tine & —LO nyy with Ly = )/2

a. (33)

While the scaling behaviour of the coherent term hints at exponential localization of electronic
wavefunctions, the algebraic scaling behaviour of the incoherent term represents a peculiar
and systematic feature in all the present calculations. Because of the importance of this term,
whose possible role in polymer and molecular electronics has recently received attention [5],
we perform some further numerical and analytic analysis to clarify its origin.

For an ideally periodic 1D chain with site energies equal to £y = 0 and nearest-neighbour
hopping parameter ¢ (<0), the retarded Green’s function between sites m and n, at energies
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within the energy band, has the analytic expression [33]

. it (E)m—n]
G, (E) = —— — 2|t E 2|t 34
mn (E) Y 1] < E < +2|t] (34a)
and
E .
O(E) = arccosz—t with0 < ¢ < 7. (34b)

In the absence of scattering, the Q-matrix elements of the strand take the simplified form

Omn = |G,§n ?= Oi1;
in other words, the diagonal and off-diagonal matrix elements of Q are equal.

In the presence of dephasing, the phonon self-energy ij(ph) in the central strand enters
(self-consistently) into the determination of the retarded electron propagator. Assuming the
length of the central strand to be sufficiently wide so that the ij(p " is site independent (at least
in the bulk of the device), we can write the Green’s function as

o—ic(E)lm—n|

G (E)= ———— 35
m(E) = S e, (354)
where
E — 2 REh
¢.(E) = arccos — (35b)

is now a complex quantity. In the weak (or intermediate) dephasing limit, we expect LRX®P ~
—iy?/2|t| < 1. A series development of equation (35b) gives for the real and imaginary part
of ¢, the expression

]/2

— with
2¢(E)

Re ¢ (E) = ¢(E) and Im ¢.(E) =

! 0
———— > L.
|t|v/42 — E2

We thus recover for the matrix Q the decreasing exponential behaviour

—2\m— E
an = Qlle yilm=nl/e( )’

which is in agreement with the scaling behaviour (31) observed numerically and with
equation (27b). In the strong dephasing limit, we have XX®"Y ~ —iy and similar
considerations can be worked out.

The above qualitative remarks on the Q-matrix explain the feature of the coherent
contribution to the conductance behaviour. We have already noted that, in order to satisfy
current conservation, it is not possible to consider only the retarded (and advanced) phonon
self-energy (in a kind of purely ‘optical potential’ point of view), and it is necessary to account
properly for the lesser (and greater) phonon self-energy. Actually, these quantities in the
Keldysh theory are linked in a unique destiny, and in particular by the relation X >®" — ¥ <®h —
S RO _ 514G thys it is not possible to account for L XAPY and neglect ¥ <> without
violating current conservation.

As regards the incoherent transmission of equation (27¢), the relevant term is given by the
matrix

c(E) =

O
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Figure 4. The quantity My = N x |Z;y|*/y? is reported as a function of N for y = 0.1 (a),
y = 0.5 (b) and y = 1 (c). Notice that the represented curves tend to a constant, i.e. Zy decreases
as 1/N.

In the limit of weak coupling, we expect

Biy ~ y? [QZ]IN = VZZQIijN ~y*NQi.
J

This suggests a linear increase of the incoherent contribution, for small N, at least in the weak
(or intermediate) dephasing limit.

For large N, the expected behaviour of By is a decrease as 1/N. This can be analysed
numerically as follows:

1 1
Biy = y? [Qm Q:|11v = J/ZZ 01 <m>/ Ojn.
ij L

Due to the exponential decay of the Oy matrix element, the long-range behaviour of By is
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determined by the behaviour of the inverse matrix element

Ziy = y? o
IN =Y 1—)/2Q IN'

In figure 4, the behaviour of My = N|Zy|/y? for different energies and electron—phonon
coupling strength is reported, and the algebraic decrease 1/N of the incoherent term is verified.

6. Conclusions

We have adopted the nonequilibrium Keldysh Green’s function in the tight-binding formalism
to evaluate the effect of disorder induced on the conductance by electron—phonon scattering
active in a strand of a perfect infinite chain. The phonon scattering is described by the
retarded, advanced, lesser and greater self-energy operators X 4-%-><(®M \hile the coupling
of the central device to the leads is described by the self-energy operators X4-R->><(eads) 1p
contrast to the other methods employed in the theory of disorder, in which statistical averages
are performed on a suitably high number of disordered configurations, within the Keldysh
theory disorder averages are automatically encompassed in the Dyson and kinetic equations of
the adopted many-body model, in our case the self-consistent Born approximation.

By means of numerical simulations and analytic considerations we have provided a sound
description of the coherent and incoherent contributions to the total conductance of the device.
In particular we have recovered the expected decreasing exponential behaviour of the coherent
term with strand length; but in addition we have evidenced for the incoherent term a linear
growth for small N and a 1/N decrease for large N. These results should also contribute to a
better understanding of phonon dephasing effects in realistic low-dimensional nanostructures,
and for more sophisticated models of disorder, described by the full set of retarded, advanced,
lesser and greater self-energies and Green’s functions.
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